The compound was synthesized and purified as reported elsewhere [ 1 ] in the amine to 3//-pyrazol-3-one mole ratio of 1:2. The pink ethanolic solution obtained was left overnight at room temperature and the white deposit that came out was filtered and recrystallized from ethanol to obtain crystals of the compound.
Source of material
The compound was synthesized and purified as reported elsewhere [ 1 ] in the amine to 3//-pyrazol-3-one mole ratio of 1:2. The pink ethanolic solution obtained was left overnight at room temperature and the white deposit that came out was filtered and recrystallized from ethanol to obtain crystals of the compound.
Discussion
Schiff bases have been extensively studied and new designs of this class of imine ligands have appeared in the literature [1] [2] [3] [4] [5] for quite some time. This has been attributed to their application in the synthesis of stable transition metal complexes that are biologically active [4] . Application of these bases as potential extraction and spectrophotometric reagents and as important stereochemical models in transition metal coordination chemistry have equally received various attention [3, 5] . As part of our ongoing investigation on the condensation reaction between amines and 4-acyl-2,4-dihydro-5-methyI-2-phenyl-3//-pyrazol-3-one units * Correspondence author [e-mail: karsten.gloe@chemie.tu-dresden.de) the title compound was synthesised and characterized by x-ray diffraction studies to confirm the coupling of the two units in the 1:2 ratio. Figure (a) shows that the crystallographic center of inversion at the C14-C14A bond and the two pyrazoloneimine units are parallel to each other. The plot also shows that there are little or no intraligand interactions between the C4-0-H and N3=C11 groups in the molecule. Probably, this may be due to the long Ν-Η distance of 3.170 Ä recorded and the fact that the two O-H groups are actually trans to each other with respect to the planar pyrazoloneimine groups. The anti orientation of the two Η ends of the O-H groups has been attributed to the slight displacement of the hydrogen atoms out of the plane defined by the pyrazole ring. The presence of the O-H groups in the ligand is of immense importance in coordination chemistry of transition metal complexes of imine ligands and the ability of the ligand to form stable complexes with metal ions [1] . Another plot of the molecule viewed from the side is presented in figure (b) and shows the two phenyl groups parallel to each other but twisted away from their respective pyrazole rings with a dihedral angle of 8.72°. The plot revealed the centrosymmetric nature of the ligand and the near coplanarity of the pyrazole ring with the imine substituent with the C4-C3-C11-N3 torsion angle adopting a value of 2.83°. Their tendency towards planarity has been attributed to an effective conjugation between the CI 1=N3 double bond of the imine and the C3=C4 double bond of the pyrazole ring. It also revealed the trans orientations of the two propanoyl substituents with respect to the plane of the pyrazoloneimine units. The bond lengths are typical of a compound of this type. The bond lengths of the C4=01 and CI 1=N3 double bonds are 1.245(2) Ä and 1.323(2) Ä, respectively. The C14-C14A bond that is situated at the centrosymmetric point in the molecule has the longest C-C single bond length of 1.505(4) Ä. Most of the bond angles are close to 120°. The atom centers that have deviated from ideal positions of trigonal geometry in the molecule are C2, C3 and C4. The deviation around C3 is due to the repulsion between CI methyl and C12-C13 ethyl groups, resulting in the increase of CI 1-C3-C2 and C3-C2-C1 bond angles to 133.4(2)° and 130.5(2)°, respectively,and the decrease ofNl-C2-Cl bond angle to 117.69(19)°. The resultant strain on the 5 membered pyrazole ring from repulsion along the C1-C2-C3 bond axis due to the activities stated above is the squeezing of the bond angle of C4-C3-C2 from a theoretical angle of 108° to 104.95(18)°. This happens to be the least bond angle recorded in the molecule. The 01-C4-C3 bond angle of 128.55( 19)° that is virtually the same with the theoretical angle of 126° has been attributed to the absence of steric demands due to the displacement of the hydrogen atom out of the basal plane between Ol and N3 atoms. Table 3 . Atomic coordinates and displacement parameters (in Ä 2 ). 
